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Table S1. MP2/LJ18/6-311++G(2d,2p) calculated harmonic frequencies (in cm-1) and IR intensities (given in parentheses, in km mol-1) for various complex species. 

______________________________________________________________________________________________________________________________________________________________________________

Assignment
HXeH
H2O
HXeH-H2O
HXeH-(H2O)  I
HXeH-(H2O)  II
HXeH-(H2O)  III

_____________________________________________________________________________________________________________________________________________________________________________

O-H str.

3986 (74)
3944 (162)
3956 (35)
3974 (92)
3951 (83)



3866 (10)
3710 (579)
3955 (270)
3862 (97)
3926 (142)





3798 (27)
3842 (705)
3702 (366)





3794 (203)
3737 (170)
3593 (672)

HOH bend

1662 (66)
1675 (42)
1658 (0)
1687 (21)
1699 (25)





1657 (105)
1662 (84)
1673 (72)

HXeH sym.str.
1559 (0)

1621 (0)
1580 (0)
1608 (3)
1637 (104)

HXeH as.str.
1385 (2504)

1410 (3244)
1330 (2979)
1411 (3178)
1343 (3115)

HXeH bend 
  876 (69) a)

  881 (76)
  910 (94)
  880 (73)
  902 (69)




  876 (58)
  881 (68)
  876 (61)
  869 (70)




  536 (58)
  394 (58)
  642 (110)
  676 (103)




  336 (94)
  389 (27)
  513 (65)
  650 (134)




  124 (12)
  312 (29)
  469 (74)
  398 (89)




    92 (7)
  223 (63)
  235 (262)
  349 (87)




    64 (9)
  216 (238)
  167 (2)
  277 (45)





  152 (245)
  126 (0)
  218 (70)





  151 (21)
  121 (74)
  200 (31)





  136 (126)
    91 (45)
  177 (105)





    59 (5)
    78 (1)
    87 (7)





    42 (74)
    67 (25)
    79 (6)





    11 (0)
    18 (3)
    58 (1)

ZPE b)
     28.08
     56.91
     91.32
   153.15
   155.90
   158.30

______________________________________________________________________________________________________________________________________________________________________________

a) Doubly degenerate. b) Vibrational zero-point energy in the units of kJ mol-1. 

